Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.004 Å; disorder in solvent or counterion; R factor = 0.051; wR factor = 0.128; data-toparameter ratio = 35.2.
Related literature
For the only other structurally characterized complex with a closely related ligand set, see: Li et al. (2003) . For the synthesis of the precursor complex (BINAP)PdCl 2 , see: Ozawa et al. (1993) . For an additional related example with spectroscopic characterization, see: Kashiwabara & Tanaka (2005) . For a description of the Cambridge Structural Database, see: Allen (2002).
Experimental
Crystal data [Pd(C 7 Table 1 Selected bond lengths (Å ).
Pd1-P2 2.2574 (6) Pd1-P1 2.2990 (7) Pd1-S1 2.3331 (7) Pd1-Cl1 2.3710 (6) Table 2 Hydrogen-bond geometry (Å , ). H NMR (δ = 7.26 ppm) and 85% H 3 PO 4 (δ = 0.00 ppm) as a reference for 31 P NMR. Dry solvents were prepared from ACS grade, inhibitor free solvents by passage through activated alumina and molecular sieves in a Vacuum Atmospheres solvent purification system. Water content was routinely measured using Karl-Fisher titration (Metrohm) and was less than 30 ppm in all cases. NMR solvents were purchased from Cambridge Isotope Laboratories and used after vacuum transfer from calcium hydride. PdCl 2 (Strem Chemicals), BINAP (Alfa Aesar) and p-toluenesulfinate sodium salt (Aldrich)
D-HÁ
were purchased commercially and used as received.
Under an inert atmosphere, in a dry bomb flask equipped with a magnetic stir bar, 400 mg (0.5 mmol) of (BINAP)PdCl 2 (Ozawa et al., 1993) , 178 mg (1.0 mmol) of p-tolSO 2 Na and 10 mL THF were added and stirred overnight at 333 K. The reaction was stopped when the yellow solution changed color to bright orange. The reaction mixture was filtered through celite. The filtrate was removed under reduced pressure. The bright orange residue obtained was dissolved in a minimum volume of CH 2 Cl 2 and layered with pentane. The supernatant was removed and the bright orange crystals obtained were dried under reduced pressure. 
Refinement
One of the co-crystallized dichloromethane solvent molecules is modeled as disordered over two positions (55:45) . Bond lengths and angles in both orientations of the disordered dichloromethane molecule were restrained to be similar. Atoms CL6 and CL6' were constrained to be isopositional. Anisotropic displacement parameters for spatially close atom pairs were constrained to be equivalent.
The hydrogen atoms of the co-crystallized water molecule were found from the difference Fourier map and refined independently from the oxygen atom with individual isotropic displacement parameters. All other hydrogen atoms were placed geometrically and refined relative to the carbon atoms for position and thermal motion (U iso [H] 
The maximum residual peak of 3.13 e/Å 3 in the final difference map, located 0.71 Å from the Pd atom, is likely the result of residual absorption errors or a very minor systematic problem with the data (e.g., unresolved twinning, etc.). The maximum residual peak located away from a metal center is found 0.82 Å from atom CL5, and is likely a very minor occupancy disorder position of the chloride atom. The deepest hole of -1.16 e/Å 3 , located 0.45 Å from atom CL7', is likely the result of imperfect disorder modeling.
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